Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.118; data-to-parameter ratio = 13.5. organic compounds o1008 Huang et al.
In the title compound, C 17 H 14 N 2 O 3 , the oxazolone ring is essentially planar [maximum deviation = 0.004 (1) Å ] and is oriented with respect to the phenyl and benzene rings at 10.06 (9) and 5.63 (8) , respectively; the dihedral angle between the phenyl ring and the benzene ring is 15.69 (8) . In the crystal, N-HÁ Á ÁO hydrogen bonds link the molecules into chains running along the a axis. Neighbouring chains are interconnected bystacking, the centroid-centroid distance being 3.6201 (9) Å .
Related literature
For background to the oxazolones, see: Fisk et al. (2007) ; Mosey et al. (2008) ; Hewlett et al. (2009) . For the bioactivities of 4-(aminomethylene)-2-phenyl-4H-oxazol-5-one derivatives, see: Tandon et al. (2004) ; John et al. (2008) . For the synthesis, see: Matos et al. (2003) . For related structures, see: Romeiro et al. (2010) ; Vasuki et al. (2002) . Table 1 Hydrogen-bond geometry (Å , ). (2) 3.0110 (18) 138.1 (17) Symmetry code: (i) x þ 1; y; z.
Experimental
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: SHELXL97. supplementary materials Acta Cryst. (2012) . E68, o1008 [doi:10.1107/S1600536812008276]
4-[(3-Methoxyanilino)methylidene]-2-phenyl-1,3-oxazol-5(4H)-one
Wan-Yun Huang, Ye Zhang, Kun Hu, Qing-Mei Lin and Xian-Xian Liu
Comment
Oxazolones are heterocyclic compounds which serve as a very important role in the synthesis of amino acids, peptides and natural product (Fisk et al., 2007; Mosey et al., 2008; Hewlett et al., 2009 ). Among them, 4-(aminomethylene)-2phenyl-4H-oxazol-5-one derivatives show a range of interesting and medicinally relevant bioactivities (Tandon et al., 2004; John et al., 2008) . Recently, Romeiro reported the crystal structure of the 4-[(Dimethylamino)methylidene]-2-(4nitrophenyl)-1,3-oxazol-5(4H)-one (Romeiro et al., 2010) . Herein, we wish to report the synthesis and crystal structure of 4-[(3-Methoxy-phenylamino)-methylene]-2-phenyl-4H-oxazol-5-one. The molecule with the Z-configuration (Fig. 1 ) of the title compound is planar with the maximum deviations from the least-squares plane through all non-hydrogen atoms being 0.292 Å for atom C4 and -0.237 Å for atom C1; the r.m.s. = 0.089 Å. The sequence of C7-N1, N1-C9, C9-C10, C10-N2, and N2-C11 bond distances of 1.2917 (19), 1.407 (2), 1.372 (2), 1.337 (2), and 1.4201 (19) Å, respectively, indicate substantial delocalization of π-electron density over these atoms. The geometric parameters match closely those related structure (Romeiro et al., 2010; Vasuki et al., 2002) . The crystal packing is dominated by N-H···O and π-π interactions. An intermolecular N(2)-H(2 A)···O(1) (Symmetry code: x + 1, y, z) hydrogen bond (Table 1) link the molecule into a one-dimensional chain along the a axis ( Fig. 2 ). And the neighbouring chains are interconnected by ππ stacking interactions occurring between oxazolin-5-one and the 3-methoxy-phenyl ring with a centroid-centroid distance of 3.62 Å, which lead to form a two-dimensional network (Fig. 3 ).
Experimental
A mixture of 4-ethoxymethylene-2-phenyl-4H-oxazol-5-one (Matos et al., 2003) (0.01 mol) and 3-methoxy-phenylamine (0.01 mol) in THF (25 ml) was stirred at room temperature for 4 h. The solvent was then evaporated under reduced pressure and the residue was crystallized from ethyl acetate to give orange crystals suitable for X-ray analysis (yield 82%).
Refinement
Amino-H atom was located in a difference Fourier map and refined isotropically. Other H atoms were placed in calculated positions and refined as riding atoms with C-H = 0.95-0.98 Å, U iso (H) = 1.2-1.5U eq (C).
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008 View of the two-dimensional network constructed by hydrogen bond and π-π interactions shown as green and purple dashed lines respectively. 
4-[(3-Methoxyanilino)methylidene]-2-phenyl-1,3-oxazol-5(4H)-one

Special details
Experimental. 1 H NMR (DMSO, 500 MHz) δ: 10.70 (d, 1H, NH), 7.97-8.05 (m, 3H, Ar-H), 7.55-7.57(m, 3H, Ar-H), 7.25 (t, 1H, Ar-H), 7.10-7.14 (m, 2H, Ar-H), 6.67 (q, 1H, Ar-H), 3.78 (s, 3H, CH3). 13 C NMR (DMSO, 125.77 MHz) δ: 167.11, 160.27, 154.44, 141.21, 135.31, 131.34, 130.28, 129.09, 126.55, 126.40, 125.82, 111.06, 109.81, 109.29, 102.70, 55.23 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0045 (7) 0.0031 (7) C2 0.0262 (9) 0.0315 (10) 0.0271 (9) 0.0013 (8) −0.0029 (7) 0.0013 (8) (7) 0.0037 (7) 0.0033 (7) (7) 0.0070 (7) 0.0047 (7) C14 0.0247 (9) 0.0258 (9) 0.0178 (8) 0.0106 (7) 0.0086 (7) 0.0035 (7) (6) C17 0.0196 (9) 0.0384 (11) 0.0251 (9) 0.0087 (8) 0.0001 (7) −0.0043 (7) N1 0.0184 (7) 0.0196 (7) 0.0170 (6) 0.0064 (5) 0.0037 (5) 0.0028 (5) N2 0.0170 (7) 0.0246 (8) 0.0156 (7) 0.0073 (6) 0.0025 (5) 0.0001 (5) O1 0.0177 (6) 0.0362 (7) 0.0209 (6) 0.0083 (5) 0.0005 (5) 0.0030 (5) O2 0.0157 (6) 0.0264 (6) 0.0151 (5) 0.0068 (5) 0.0031 (4) −0.0003 (4) O3 0.0217 (6) 0.0296 (7) 0.0158 (6) 0.0059 (5) 0.0027 (5) −0.0002 (5) Geometric parameters (Å, º) 
